5- (1, [1,3]dithiol-2-ylidene)-1,3-dithiolo [4,5-c] Key indicators: single-crystal X-ray study; T = 291 K; mean (C-C) = 0.04 Å; disorder in main residue; R factor = 0.052; wR factor = 0.131; data-to-parameter ratio = 11.2.
Related literature
For general background, see: Williams et al. (1992) ; Ishiguro et al. (1998) ; Yamashita & Tomura (1998) . For the synthesis of the title compound, see: Tomura & Yamashita (1997) . For unsymmetrical TTF derivatives with a fused 1,2,5-thiadiazole ring, see: Tomura et al. (1993) ; Underhill et al. (1993) ; Naito et al. (1996) ; Tomura & Yamashita (2003) ; Tomura & Yamashita (2004) . For values of van der Waals radii, see: Bondi (1964) .
Experimental
Crystal data (Tomura et al., 1993; Underhill et al., 1993; Naito et al., 1996; Tomura & Yamashita, 2003; Tomura & Yamashita, 2004) . Intermolecular interactions caused by S···N and S···S heteroatom contacts may increase the dimensionality in solid states and suppress metal-insulator transitions (Williams et al., 1992; Ishiguro et al., 1998) . In addition, such interactions may lead to the formation of unique molecular networks which have special functions such as inclusion properties (Yamashita & Tomura, 1998) . We report here the molecular and crystal structure of an unsymmetrical TTF derivative (I), which contains fused 1,2,5-thiadiazole and 1,3-dithiole rings (Fig. 1 ).
The center of the unsymmetrical TTF molecule (I) is located on an inversion center. Thus, the molecule is disordered crystallographically over two orientations related by the inversion center. Each site is half-occupied and the total site occupation factor (s.o.f.) equals 1.0. This type of disorder was not observed in the crystal of the unsymmetrical tetrathiafulvalene with fused 1,2,5-thiadiazole and 2,3-dihydro-1,4-dioxine rings (Tomura & Yamashita, 2003) . Geometric resemblance between 5-membered 1,2,5-thiadiazole and 1,3-dithiole rings causes this disorder in the crystal of (I). Superlattice reflection was not observed on CCD images. This fact also suggests crystallographic disorder in the crystal. The molecular framework atoms from the plane are -0.11 (1), -0.18 (1) and 0.18 (2) Å, respectively. The angle between the two plane is 3.0 (9)°. In the crystal structure, the molecules are linked via short intermolecular S···S interactions [3.517 (13) for S3-S4(x, -y, z -1/2), 3.47 (2) for S5-S6(x, -y, z -1/2) and 3.507 (8) Å for S7-S7(-x, -y, -z)] (Fig. 2) . The S···S interactions are 2.3-3.6% shorter than the sum of the corresponding van der Waals radii (Bondi, 1964) . No short intermolecular S···N interaction was observed.
The title compound was synthesized according to the literature method (Tomura & Yamashita, 1997) . Greenish-brown plates of (I) were grown from a toluene solution.
Refinement
The molecule (I) was located on an inversion center and was disordered crystallographically over two orientations related by the inversion center. Thus, the occupancy of all atoms was fixed to 0.5. All the H atoms were placed in geometrically calculated positions and refined using a riding model, with C-H = 0.97 Å and U iso (H) = 1.2U eq (C). The refinement was slightly unstable, with some oscillating paramter shifts.
sup-2 Figures   Fig. 1 . The molecular structure of (I), with atom labels and 50% probability displacement ellipsoids for non-H atoms and H atoms are shown as small spheres of arbitrary radii. One component of the disordered molecule is shown. C2-S2-C1-S1 2.3 (17) C7-S6-C5-S5 −7.9 (15) C4-S3-C2-C3 −12 (4) C6-S5-C5-C1 −172.9 (18) C4-S3-C2-S2 175.9 (19) C6-S5-C5-S6 5(2) C1-S2-C2-C3 0(4) C5-S5-C6-N1 −174 (4) C1-S2-C2-S3 171.8 (19) C5-S5-C6-C7 0(3) S3-C2-C3-S1 −174 (3) N1-C6-C7-N2 −2(5) S2-C2-C3-S1 −2(6) S5-C6-C7-N2 −177 (3) S3-C2-C3-S4 −3(6) N1-C6-C7-S6 170 (3) S2-C2-C3-S4 169 (2) S5-C6-C7-S6 −5(4) C1-S1-C3-C2 3(5) C5-S6-C7-N2 179 (3) C1-S1-C3-S4 −168 (3) C5-S6-C7-C6 8(3) C4-S4-C3-C2 16 (5) C7-C6-N1-S7 4(4) C4-S4-C3-S1
−173 (4) S5-C6-N1-S7 178 (4) C2-S3-C4-S4 22.8 (18) N2-S7-N1-C6 −4(3) C3-S4-C4-S3 −24 (2) C6-C7-N2-S7 −1(4) S1-C1-C5-S6 −2.8 (14) S6-C7-N2-S7 −172 (2) S2-C1-C5-S6
179.2 (14) N1-S7-N2-C7 3(3) Symmetry codes: (i) x, −y, z−1/2; (ii) −x, −y, −z.
